Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.048; wR factor = 0.115; data-to-parameter ratio = 11.8.
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Data collection
Bruker SMART APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.920, T max = 0.984 67041 measured reflections 12647 independent reflections 8172 reflections with I > 2(I) R int = 0.069 Refinement R[F 2 > 2(F 2 )] = 0.048 wR(F 2 ) = 0.115 S = 1.03 12647 reflections 1075 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.24 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1; y; z; (ii) x À 1; y; z; (iii) x; Ày þ 3 2 ; z þ 1 2 ; (iv) Àx þ 1; Ày þ 1; Àz þ 1; (v) Àx; Ày þ 1; Àz þ 1; (vi) x; Ày þ 1 2 ; z À 3 2 ; (vii) Àx þ 1; Ày þ 1; Àz þ 2; (viii) x; Ày þ 1 2 ; z À 1 2 ; (ix) Àx þ 1; y À 1 2 ; Àz þ 1 2 . Cg1, Cg2, Cg3, Cg4, Cg5 and Cg6 are the centroids of the C15A-C20A, C1B-C6B, C8B-C13B, C15B-C20B, C8C-C13C and C1D-C6D rings, respectively. Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 ).
supplementary materials sup-2
The rotating group model was applied for the methyl groups. The methyl group in each independent molecule is disordered over two positions, with refined site-occupancies of 0.819 (5) and 0.181 (5) for molecule A, 0.912 (5) and 0.088 (5) for B, 0.734 (5) and 0.266 (5) for C, and 0.940 (6) and 0.060 (6) for D. Atoms C21F and C21H were refined isotropically. Fig. 1 . Molecule A of the title compound, with atom labels and 50% probability ellipsoids for non-H atoms. The other three independent molecules are labelled similarly. Intramolecular hydrogen bonds are shown as dashed lines. Both disorder components are shown. 
Figures

Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cyrosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986) operating at 100.0 (1) K. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 118.0 C15C-C14C-H14C 118.3 C14A-C15A-C16A 119.7 (2) C14C-C15C-C16C 119.0 (2) C14A-C15A-C20A 120.3 (2) C14C-C15C-C20C 120.5 (2) C16A-C15A-C20A 120.0 (2) C16C-C15C-C20C 120.5 (2) C17A-C16A-C15A 120.9 (3) C17C-C16C-C15C 120.2 (2) C17A-C16A-H16A 119.6 C17C-C16C-H16C 119.9 C15A-C16A-H16A 119.6 C15C-C16C-H16C 119.9 C16A-C17A-C18A 120.5 (3) C16C-C17C-C18C 120.3 (2) C16A-C17A-H17A 119.8 C16C-C17C-H17C 119.9 C18A-C17A-H17A 119.8 C18C-C17C-H17C 119.9 C19A-C18A-C17A 120.1 (3) C19C-C18C-C17C 121.1 (2) C19A-C18A-H18A 120.0 C19C-C18C-H18C 119.4 C17A-C18A-H18A 120.0 C17C-C18C-H18C 119.4 C18A-C19A-O4A 120.7 (3) C18C-C19C-O4C 120.7 (2) C18A-C19A-C20A 121.7 (3) C18C-C19C-C20C 120.9 (2) O4A-C19A-C20A 117.6 (2) O4C-C19C-C20C 118.4 (2) O3A-C20A-C19A 120.1 (2) O3C-C20C-C15C 123.0 (2) O3A-C20A-C15A 123.1 (2) O3C-C20C-C19C 120.0 (2) C19A-C20A-C15A 116.8 (2) C15C-C20C-C19C 117.0 (2) C11A-C21A-H21A 109.5 C11C-C21C-H21G 109.5
sup-18
Hydrogen-bond geometry (Å, °) (3) 134 (3) O1A-H1OA···O3B i 0.89 (3) 1.88 (3) 2.732 (2) 160 (3) O1B-H1OB···O3A ii 0.85 (3) 2.01 (3) 2.809 (3) 157 (3) O4A-H4OA···O2B i 0.81 (4) 2.25 (4) 2.929 (3) 142 (4) O4B-H4OB···O2A ii 0.91 (4) 2.33 (3) 3.021 (3) 133 (3) O4B-H4OB···O3A ii 0.91 (4) 2.53 (4) 3.231 (3) 134 (3) C5B-H5BA···O1D iii 0.93 2.52 3.372 (3) 
